Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.025; wR factor = 0.068; data-to-parameter ratio = 17.9.
In the title compound, C 11 H 12 ClNO, intramolecular N-HÁ Á ÁO hydrogen bonding is present. The dihedral angle between the benzene ring and the pentenone unit is 46.52 (5) . In the crystal, C-HÁ Á ÁO interactions between hydrogen atoms of the aryl moiety and two separate oxygen atoms occur, leading to a three-dimensional network.
Related literature
For synthetic background and similar compounds, see: Shaheen et al. (2006) ; Venter et al. (2010, 2012b) . For applications, see: Brink et al. (2010) ; Pyżuk et al. (1993) ; Roodt & Steyn (2000) ; Tan et al. (2008) ; Xia et al. (2008) . For related ligand systems, see: Damoense et al. (1994) , Venter et al. (2012a) .
Experimental
Crystal data C 11 H 12 ClNO M r = 209.67 Orthorhombic, P2 1 2 1 2 1 a = 7.3264 (3) Å b = 8.7103 (4) Å c = 16.1960 (7) Å V = 1033.55 (8) Å 3 Z = 4 Mo K radiation = 0.33 mm À1 T = 100 K 0.6 Â 0.42 Â 0.21 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.825, T max = 0.933 17399 measured reflections 2259 independent reflections 2211 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.025 wR(F 2 ) = 0.068 S = 1.06 2259 reflections 126 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.21 e Å À3 Á min = À0.24 e Å À3 Absolute structure: Flack (1983) , 932 Friedel pairs Flack parameter: 0.01 (5) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT-Plus (Bruker, 2004) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
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Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: PK2444). Shaheen, F., Marchio, L., Badshah, A. & Khosa, M. K. (2006) 
4-(2-Chlorophenylamino)-pent-3-en-2-one
Gertruida J.S. Venter, Alice Brink, Gideon Steyl and Andreas Roodt
Comment
The β-diketone compound AcacH (acetylacetone; or when coordinated acetylacetonato, acac -) has been studied extensively, with a multitude of derivatives synthesized to date. One such derivative type, known as enaminoketones, contains both nitrogen and oxygen atoms with an unsaturated C═C bond, and is of interest in various fields including liquid crystals [Pyżuk et al. (1993) The dihedral angle between the benzene ring and pentenone moieties is 46.52 (5)° and is dependent on the position of the substituent on the benzene ring, where para substituents usually display the smallest angles (Venter et al., 2010) .
Experimental
A solution of acetylacetone (11.07 g, 0.1106 mol), 2-chloro-aniline (10.73 g, 0.1008 mol) and 2 drops of H 2 SO 4 (conc.) in 150 ml benzene was refluxed for 6 h in a Dean-Stark trap, filtered and left to crystallize. Crystals suitable for X-ray diffraction were obtained in 17.86 g (94.32%) yield. This compound is stable in air and light over a period of several months.
Refinement
The methyl and aromatic H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C-H = 0.95 Å and 0.98 Å and U iso (H) = 1.5U eq (C) and 1.2U eq (C), respectively. The methyl groups were generated to fit the difference electron density and the groups were then refined as rigid rotors.
Computing details
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT-Plus (Bruker, 2004) ; data reduction: SAINT-Plus (Bruker, 2004 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97
(Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . Partially filled unit cell illustrating the intra-and intermolecular hydrogen bonding interactions in the title compound, indicated with dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-(2-Chlorophenylamino)-pent-3-en-2-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0202 (7) 0.0333 (7) 0.0152 (6) 0.0025 (6) 0.0003 (5) 0.0019 (6) C5 0.0211 (6) 0.0230 (7) 0.0241 (8) 0.0020 (6) 0.0011 (6) 0.0025 (6) C112 0.0151 (6) 0.0236 (7) 0.0165 (7) −0.0019 (5) 0.0026 (5) −0.0027 (5) C115 0.0212 (7) 0.0224 (7) 0.0242 (7) −0.0013 (6) 0.0062 (5) 0.0008 (6) C1 0.0212 (6) 0.0221 (7) 0.0175 (7) 0.0018 (5) 0.0007 (5) −0.0032 (5) C114 0.0228 (7) 0.0276 (7) 0.0224 (8) 0.0032 (6) 0.0042 (6) 0.0077 (6) Geometric parameters (Å, º) 
